Key indicators: single-crystal X-ray study; T = 190 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.056; wR factor = 0.127; data-to-parameter ratio = 18.8.
In the title salt, C 37 H 51 N 2 O 10 + ÁBr À , the 1,4-dihydropyridine (1,4-DHP) ring adopts a slighly puckered boat conformation. The N and opposite C atoms deviate from the least-squares plane calculated through the four other ring atoms by 0.068 (5) and 0.224 (5) Å , respectively. The orientation of both C O groups is similar (cis with respect to the double bonds of 1,4-DHP. The pyridinium ring has an axial orientation with respect to the1,4-DHP ring and is almost perpendicular to the least-squares plane of the 1,4-DHP ring, making a dihedral angle of 89.2 (3) . The molecule has a compact shape due to the parallel orientation of the longchain substituents. One of the butoxy groups was fond to be disordered (occupancy ratio 0.70:0.30). In the crystal, the bromide anion accepts a weak hydrogen bond from the N-H group of a neighboring 1,4-DHP ring.
Related literature
For general information on the relationship between 1,4-dihydropyridine ring substituents and pharmaceutical effects, see: Hasko & Pacher (2008) ; Niebauer & Robinson (2006) ; Ruiz et al. (2012) ; Swarnalatha et al. (2011) . For the synthesis of the DHP 3-pyridyl derivative, see: Saini et al. (2008) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . (Swarnalatha et al., 2011) . 1,4-Dihydropyridines are considered as privileged structures, because these compounds are capable to bind to multiple receptors with high affinity (Ruiz et al., 2012) .
It was found that the concentration of adenosine, the natural ligand of the A 2A receptor, changes in the ischemia, hypoxia and inflammation conditions (Hasko & Pacher, 2008) . The A 2A receptor is believed to play a role in cardioprotection, inflammation, stroke and certain central nervous system disorders (Niebauer & Robinson, 2006) . We were looking for molecules based on 1,4-DHP able to bind A 2A adenosine receptors and possessing enhanced water solubility. 
First the DHP 3-pyridyl derivative was obtained by means of the Hantzsch method as described by Saini et al. (2008) .
After the structure confirmation the intermediate (1 mmol) was added to α-bromo- (3,4,5-trimethoxy) 
Refinement
The H-atoms were included in the refinement at calculated positions (N-H = 0.86 Å, C-H = 0.93 to 0.98 Å) and treated using a riding-model approximation as implemented in SHELXL97 software. Disorder was detected in the butoxy group with occupancies of 0.7 for atoms C28, C29, C30 and C31 and 0.3 for C28B, C29B, C30B and C31B. The maximum difference density is rather high (1.15 e Å -3
) because of Fourier series truncation errors expected for a structure containing a heavy atom Br.
Computing details
Data collection: COLLECT (Hooft, 1998 ); cell refinement: SCALEPACK (Otwinowski & Minor, 1997) ; data reduction:
DENZO and SCALEPACK (Otwinowski & Minor, 1997 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 2012) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) .
Figure 1
The molecular structure of the title compound showing 50% probability elipsoids. No hydrogen atoms shown for clarity.
For the disordered butoxy fragment only atoms with the higher occupation factor are shown (C28 -C31).
3-{3,5-Bis[(2-butoxyethoxy)carbonyl]-2,6-dimethyl-1,4-dihydropyridin-4-yl}-1-[(3,4,5-trimethoxybenzoyl)methyl]pyridinium bromide
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